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Class Schedule

Part | Overview of NLM Tox Resources 9:00 - 9:30
Part 1l  TOXNET Overview, HSDB & Related Files 9:30 - 10:30
Break 10:30 - 10:45
Part Il TOXLINE and Related Files 10:45 - 11:30
Practicum 11:30- 12:15
Lunch 12:15- 1:30
Part IV TRI and other Specialty Files 1:30- 2:15
PartV  Non-NLM Resources 2:15- 3:.00
Break 3:.00-3:15
Part VI  ChemlDplus 3:15- 3:45
Practicum 3:45-4.30
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Part |

An Overview of Toxicology and Environmental
Health Information Resources
al the National Library of Medicine
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Toxicology and Environmental Health Information Program (TEHIP)
Background

B Poisons recognized throughout time.
B Harvey W. Wiley’ s Poison Squad — 1903

B TheJungle (1906) Upton Sinclair — lack of hygiene in the meat-packing
industry

B Food and Drugs Act (1906) — prohibited adulterated or misbranded items

B Federal Food, Drug and Cosmetic Act (1938) — enhanced safety requirements
for drugs

B Drug Amendments (1962) — effectiveness required for drugs

B Silent Spring (1962) Rachel Carson — sparked public awareness about hazards
of synthetic chemicals

B President’s Science Advisory Committee (1966) — “Report on the Handling
of Toxicological Information”

B TEHIP Created (1967)
B Situated within NLM’s Division of Specialized Information Services
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TEHIP Mission

TOXNET on the Web

Provide selected core toxicology and environmental health
Information resources and services

Facilitate access to national and international toxicology and
environmental health information resources

Strengthen the information infrastructure of toxicology and
environmental health

So...TEHIP

Builds and/or makes available free online Web-based databases
Creates other Web-based resources

Collaborates with government agencies and others

|s active in public training and outreach
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TEHIP Databases

B TOXNET System of Databases (including ChemlI Dplus and Specialty Databases)
B DIRLINE (directory of organizations)

Additional TEHIP Resources

B Specia Topic Guides— arsenic, biological & chemical warfare agents, etc.
Publications (including Glossary of Terms Used in Toxicology)
B Toxicology Tutor

Other Relevant NLM Information

PubMed/MEDLINE

MEDLINEplus (consumer health, includes drug information)

Clinical Trias

NLM Gateway — Multi-File Searching — Planned to go across all NLM Files
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Medicine (MLM) is responsible for information resources and senvices in
tamicology, anviranmeantal health, chemistry, HVAIDS, and specialized topics

i1 Frinoaity health.

T '-Ei' Toxicology & Environmental Health
N ' Cratabases and other resowrces relabed to
bo=icology and emdronmental haalh
Faaturas TOHMET, Impreved

Chemical information -

Cratabases and other resources designed 1o
help you search for information by chemical
narme or siruciure. Fastures ChamiDopfus.

HIV | AIDS -
Links ta journal literature, clinica trials and

treatment information, mesting abstracts,
and other sciantific and consumer.ralated

- ."'l!

-ty

FESOUMCES.
Directory of Health Organizations
Featuras DIELIME improved and Haalth
Hodlings

More to Explore

Menas
Cutreach Activities

Other HLM Resources

MM Gateviay search
muliple ML databases

MEDLIMEFubhded

search journal literalune

LOCATORD/US books,

journals, audicvisuals

Slall Cirgctony
Sita Map and Search

Special Topics
Arsenic  mew

TOXMET & DIRLINE
il

+ Straamlinad saarch
intarface

v Search all TOXNET
databasas al ance

LS. Wational Library of Medicing, 5600 Reckvlle Pike, Bethesds, WD 20834
Mational Institutes of Haslth, Depenment of Hasith & Human Semicas
sustomer Semce lahgpliah plr ik g

Last modifed on May 9, 2002




Milicwiadl Libirarny of Medicing

Spacialipad Intprmation Sarces

About » Conimct v Search

SIS

Toxicology and Environmental Health

TOXHET
Dratabarsas in o cology and
amaronmental haalth
TOHLBE Holf  ChomiDgls
OaRT Im 12153

o cms

Special Topics

Evaluated Inks 1o Fiemat resources on
cLTent issues such 85 geend af
chemical wirfare

Haz-Map
Ciatahase on hazardous dhemicals snd
accupatonal disesses

AltEib

Refarances about atemaives to the
uge of live arimals in beomedical
recaarch and becting

Toxicology Tutor
Three sef-guided wubonias on
boadcalagy

News and Events

Links to newes items on s wed sits,
ouiragch gciiviles and a calendar of
ayaig

Consurmer Health

Emaronmeinial Hastih
[IRLINE

Crear 10,000 health
organgatons

Teod-frea numbers 1o 300
organmatons

MEDLINE/PubMed

Federenceas from more than 4 500

bi e Cal joumiels, inchuding the
Tojcokogm Subset

Other Resources
Chems mahian
Selecied Tomcology Linkes
Sedar
gibliographies, giossany,

) raports

\atatase descnphions

acjure quidss
Loceiorpie

The ML catelog of braks,
poumaks, and audionsisualks

Seerch multiple refrieve
sysbams a1 ML

LS MNalkhel Ll of Medons S50 Recksls Pika, Bathaida, MD 20854,

Mational lsiiubas of Huaks Dapadrngns of Heakh & Buran Semics

i Actegabiny

Cassbaiiar Sarsis kiagesh el nly Goy

Last madded o Aggest 6 2007




Aot + Contact + Search

Muticnal Library of Madicing
Specialired Information Servioes SI s
Directory of Health W Diectory of Heallh Qrganizations ™
Organizations DNRLINE
Online
Search DIRLINE [ Dilier NLM Resourees|
s Health Hetlines
firinking veater MEDLINE pluis
Fubhded
Search| _Clear | ML Gateviay
Locatonpius
Search
& [ O
all of thewords & any of the words ©  exact phrase
Flelds: (if none checked, all fislds will be searched | e
I Origanizabion name of SCrorm pded
& MasH HEBIJII‘PQE-“{EI‘MI!&E CHsckaimer
Sugeston Form
Selac] racords ContEning
' Onby arganizations with tol-free numbers
I Onby organizations with ssndcas for the hearing impaired
Search | Browse the index)

L5 Mational Likeary of Madicie, 8500 Rockalls Pike, Bathesda, MD 055
Hational Instiutes of Health. Department of Healh & Human Senices

Leopyright ged Prvicy Palicy. Friggdm ol rfonglon A1, Aicessitalily
Customer Service: tehipiiteh oim nib gow

Lasd miodfied on May 8, 2002




E
i

e

|
:

Abowt + Contact « Search
Katicenal Library of Medicine
Specialized Information Senices s l s

DIRLIMNE Search Results F P OFLHE
farinking water Search| Clear |
kermis 1 through 20 of 45 Pages: 123 W

Cirpanizsion Names are sored in resvancy ranad oncar

Salact
Racord

10

o[- Hationa Dirinking Waler Clearinghouse « Erdronmental Sendces and
TrainingDivision - West Virginia Uniergity (MOWE )

30  Oifice of Water Duality - Indizna Deparrment of Ervdronmental Management

4 M L5 Emdronerenitsl Profection Agancy - Ofice of Beseanch and Developrment -
Mational Rk Managament Reseanch Labaratary - Wiater Su and Yaler
Resources Dsion

£ Cifice of Orinking YWater Quakty - Rhode l5lend Depariment of Heakh
BIM  Amencan Water Works Associztian [AWWA )

TE  Cdfice of Water, LS, Epironmental Frofeciion Agency (v )

BT  WATERMET - Amencan Water Waorks Associafian - informaton Serdces

g™ Drinking Walker Program - Drinking Water snd Erndranrnerital Management
Drasian - Califarmia Departrmant of Healkh Senaces

10 T wates Ernvironiment Federation (WEF |
110 Clean Waker Action [CWA )

170 H B - Diivisian
E SRRER
1300 I
Liepadment for Ermronmental Profeciion - Deasion of Yaiar

14 0 Mane Deparrnent of Hurman Seraces « Dndgion of Health Engineering (MEDHE
!

Organization Mame

15 C  Ervitonmenital Health Senaces - Fulton County Band of Heahh
18 7 Intemational Cfice For Water - Cffice inberational de LEau
17 0 Anwencan Water Resources Association [AWRA )

18 ™ Mew England Water Works Asscciation (MEWAWA




MEDLINEplus

Search | 0 Aderced Soach SieMap Aboul MEDLNERus  Homa

' Haalth Topscs ' Orneg Infarmsatsan l Dictsanarsas

Polsoning. Toxicelogy, Envirenmental Health Toplcs

+ A Polijlion

* Arthras

* Bgcprc

+ Balermongm a88 Blologoal and Chamical Waapin
* -a*np:, obacter e Fggd Contampabantsaaniog
» Carbpn Monowide Poroning

= Cwll Phones see Eleciromsorest 5 By

Chernical Wespons 2ee liag ] b
Chaaning Products soe Hpgsst I:||,| Puaignng
LiEAng WY sk e
EMF see Elciromagnedic Fiaids
Eleciromaanetic Finkds
Srringnirssnls Heslil
Ermnanmreniad Tobscon Soke fed Spopnckaid Smiks
Eood Conlaminationoisanng

Enod Safely
Fungicides see Peshic ﬂn
Samn Walan 388 3 1
Harartous Wasla s9d I: sranmeaintbal Heahh
Ferbicidos son Paglicides
. ek R
ndaar S Polylion
* Ingaciicides oas Paelicdas
* Laad Eosaning
+ Mercury
Mesothelioma see AzbestosiAsbpetneme
ol il
T
Morsale Sruk Imfactions see Eppd Condaminaiipe S oEaning
{zong
Fazerve Smoking see Secondhand Smoke
Pasiic
Flague see B
aaaning
Foisans in the Home see Househokd ®esans
Ssdiation Expazur
Hador
Rodentcides see Paglicides

Cecondhand Smoks

Smalpox

Emoking, Passae see Secondhand Smoke
Tolammia dae Bologeal snd Chamical Waapon
+ Wailar s2 Danking Water

Yerainia saa Fopd ComaminalionPoisoning

B ¥ + =

B # =

" R OE ¥ B

* ¥ 5 ®

B O+ % % B B ¥ ¥ 8

-

op 0f the Nafions! Library of Medicinge

ll:lirll:burill "I:H:hlr L LETSTEC S




ClinicalTrials.gov Liking patients to medical research

Aserviks o e Fatbonal | stitaies o laakh Derypbaged by iba Pastioral Loy of Mkl

Home | Search | Browse | RBesowces | Help | Whot's New | About

Browse : By Condiion : By Disease Heading : Injunes. Poisonmgs. and Occnpational Diseases : Disorders of Environmental Orvigin
P Show all trials, including those no longer recruiting patients.

Click on title to see detmlz. Or, select multiple checkboxes mul press "Display Selected Studies” at bottoamn of page.

150 gtudies were found. Here are studies 1 to 50, MNeaxt 50

1. T Reomiting Eeducing Pesticide Exposure i Munority Fanulies
Condition: Disorders of Envirommental Origin
C  Becrniting Does Lead Burden altar Netnopsvchiolomcal Developuent”
Condition: Lead Poizoning
3. T Recmiting Cocaj 7 1 Hu o i v
Condition: Cocame-Eelated Disorders
4 T Notvet  Phamacological Modulation of Cocame Effects
recruiting  Condition: Cocame-Related Disorders
5. T Recrniting [V Cocmne Abuse: A Laboratory Mode]
Condition: Cocamne-Felated Dizorders
6. T Recmiting Combined Buprenorphine and Behavioral T wiount contngent reinforcemen
Conditions: Cocame-Related Disorders, Oprowd-Felated Disorders
7. Recuiting Flupeithoool Decanoate i Methamphetavne Sinoki

(e
v

Condition: Substance-Related Dizorders
8. © Recmiting Evaluation of Opioid Antagomst Activity in Humans

Condition: Oprond-Eelated Dhzorders

9. T Reemiting Evaluation of a Desipramne Ceiling i Cocaine Abuse
Condibions: Substance-REelated Disorders: Cocame-Belaled Disorders

10, © Nerver  Rizperidone Treabment in Duallv-Diaeosed Individualz
recruiting  Condition: Cocame-Related Disorders
11. T Recmiting Cocaine Abuse and Attenti cit Digorder
Condition: Cocamne-Felated Disorders
12. T Recrmiting Pergolide Treatment for Substance Abuzers
Concitionz: Substance-Eelated Disorders;, Cocaine-Felated Disorders




your enirance o the
krniswledge resources of the

MR gGateway .o

Iast hma pellution

Find Terms | Limits | | _Histary |  inchar | Preferences |
-
New Search Results Snmmm}'
Itemns
Dvary iew
'll:::::. Mew Em!w Found A Ets |
Help Journal Citations 1882 | _BAd | al
FAQ :
Books / Serials | AVs| 23| Ehil] il
iaininn Cousumer Health 10wt | S
Ordarimg Infa spla Is '
Clinical Alerts Meeting Abstracts 1 -DL:-ﬁ"-'iLl ;J.-t’ﬁlllﬂﬂ-l ,
ChimicalTrials.gov Oither . Display IhtIII: |
= ther Collections 2w Sl
LOCATORplus Total 1918 |
MEDLINEpus
PubMed
TOENET
W5, halioas] Livary of Beilies | Maponal [saiuies of Beskh

Dpa e of Haahh & Humans Servioes

Saarch I H'T I

Frasdam of Informanen Aoy

Bragnoy Palicy




Part ||

TOXNET Overview, HSDB, & Related Files
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What is TOXNET?

B A free web-based system of databases on toxicology, environmental health,
hazardous chemicals, toxic releases, chemical nomenclature, and specialty areas
such as occupational health and consumer products

B A product of NLM’s Toxicology and Environmental Health Information
Program

B Toxicology Data (one record per chemical)- HSDB, IRIS, CCRIS, GENE-TOX
(can also search any combination of these files with “Multi-Databases’
interface)

Toxicology Literature (bibliographic references) — TOXLINE, DART/ETIC
Toxic Releases (of chemicalsto the environment) — TRI
Chemical Identification/Nomenclature — ChemlDplus

Speciaty Databases — HazM ap, Consumer Products
User Support — tehip@the.nlm.nih.gov or click on “Contact TOXNET”

Whereis TOXNET?

toxnet.nim.nih.gov
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About » Contact * Search
Mational Library of Medicine
Specialized Information Services I

TOXNET b Tox. & Erw. Health = TOXMET

Welcome to TOXNET, a cluster of databases on toxicology, hazardous chemicals, and
related areas.

Databases Search All Databases Other NLM Resources
HSDE [i] DIELIME

IRIS A Tox Weblinks
GENE-TOX Gl || %alth subset
CCRIS [i] Search  Clear | Fubhed
Multi-Databases [i] ML Gateway

TOXLINE [] Locatorpivs

DART/ETIC [i]

R o Support Pages
ChemlDplus [4] Help

Database Descriptions

Mews

LS. Mational Library of Medicine, 8500 Rockyille Fike, Bethesda, WD 205894
Mational nstitutes of Health, Departrment of Health & Human Serices
Copyright and Privacy Policy, Freedom of Information Act, Accessibility
Custormer Service: tehip@teh nlm nib goy.

Last modified on May &, 2002




About = Comtact = Search

Mational Library of Medicine :
L _1 Specialized Information Services SI s )

TOXNET ¢ Tow. & Erw. Health = TOXNET
Walcome to TOXMET, a clester of databases on tosicokogy, hazardous chemicals, and
related areas.
Databases  Search All Databases Other NLM Resources
HSDB o) DERLINE
RIS E T in
Fp— o [methyl parathion J:d_II_EELIHE.m].lE
—— T, Health siveet
cems L Search | _Clear | PubMer
TOXLINE g Locatorobs
DARTETIC i SearchResults:
= ~ Support Pages
TRI (] Database Records found i)
ChemiDplus [i] TOXLIME Help
- Spacial 2R SRR
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Spacial 59 i
HZDE i N
IRI= 1
GEMETOX 1
CCRIS 1
TH g
CHEMIDplus 1

.5, Nalional Library of Medicing, B&00 Rockoille Pike, Bethesda, WD 20694,
Hatipnal Institutes of Healh, Deparmend of Hesdth & Human Senices
Copyright and Privecy Pobcy, Freedam of Information Act. SAccessibility
Customer Serece: behipi@teh nlm. nib goy
Last modis=d on May d, AL




Toxicology Data Files - Content

Hazar dous Substances Data Bank (HSDB) —from NLM
4637 Chemical Records

Human Health Effects

Emergency Medical Treatment

Animal Toxicity Studies

M etabolism/Pharmacokinetics
Pharmacol ogy

Environmental Fate/Exposure
Environmental Standards & Regulations

TOXNET on the Web 19

Chemical/Physical Properties
Chemical Safety & Handling
Occupational Exposure Standards
Manufacturing and Use

L aboratory Methods

Specia References

Synonyms and |dentifiers
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More about HSDB

B Factual Data Bank/Online Handbook

B Peer-Reviewed — Scientific Review Panel

B Review Status Tags — Peer Reviewed, QC Reviewed, Unreviewed
B Fully Referenced

B Data— Excerpted from books, government documents, technical
reports, selected primary literature, databases. Some data compiled
expressly for HSDB.
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Toxicology Data Files - Content

Chemical Carcinogenesis Resear ch Information System (CCRIS) —
from the National Cancer Institute (NCI)
8837 Chemical Records

Carcinogenicity Studies Tumor Promotion Studies
Tumor Inhibition Studies Mutagenicity Studies

e.g. Carcinogenicity Studies Data Structure — species, route, tumor
site/type of lesion, results, reference
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Toxicology Data Files - Content

GENE-TOX
from the U.S. Environmental Protection Agency (EPA)
3200 Chemical Records
Note: GENE-TOX not updated since January 2000
Mutagenicity Studies

Data Structure — assay type, assay code, results, panel report, reference
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Toxicology Data Files - Content

Integrated Risk Information System (IRIS)
from the U.S. Environmental Protection Agency (EPA)
538 Chemical Records

Noncarcinogenic Assessment — Oral (RfD) Carcinogenic Assessment - Ord

Noncarcinogenic Assessment — Inhalation (RfC) Carcinogenic Assessment -
Inhalation

B Contains EPA consensus scientific positions and quantitative values on cancer and
non-cancer health effects that may result from lifetime oral or inhalation exposure
to specific chemical substances in the environment

B Risk Assessment — Identification and quantification of risk. Function of toxicity
and exposure

M Risk Assessment Process (National Academy of Sciences, 1983) — 1. Hazard

identification, 2. Dose-Response assessment [IRIS], 3. Exposure assessment, 4.
Risk Characterization
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TOXNET Search Screen Options

B TOXNET Home Page Search
m Single query box search
m Nolimits

m Gives quick counts of records retrieved and allows links to each
database

m Number of records retrieved in each database may vary from
numbers attained by searching databases directly

B Database specific searches — interface varies according to type of
database

B Multi-Databases search — interface for any combination of datafiles
(i.e. HSDB, CCRIS, GENE-TOX, IRIS)
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Search Page - Toxicology Data Files

B OneBox Search for:

m Chemicals— enter chemical names or CAS Registry numbers.
L et system add synonyms (default) or use exact terms entered.

m Other Terms

B Browse Index for:
m All Words
m Chemica name
m CAS Registry Number

B Limits
m For more precise searching — searching for terms within particular
datafields (currently available for HSDB only, among the datafile

group.)
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Search Results Page -Toxicology Data Files

Displays chemical names and registry numbers of retrieved records
Relevancy Ranked Display

Select Record(s) of Interest

View Details of Search Strategy

Modify Search — Returns you to Search Page with query intact

Begin a New Search — Returns you to Search Page with blank query
box

Or Search can be modified or begun anew directly on Results Page
Sort Results — By substance name, ascending or descending sequence
Save Checked Items, Display Checked Items

View Search History and combine search statements

Download — Entire Record(s) or Custom Format

Browse I ndex

Return to TOXNET Home
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Selected Record Page - Toxicology Data Files

Default display varies

m Chemical Search — HSDB displays human health effects, other
files display full record

m Other Term(s) Search — Best Sections
Search Term(s) Highlighted in Red
Choose fields for display from Contents (expand, contract categories)
Navigate — Next [tem, Previous Item
View Details of Search Strategy
Modify Search — Returns you to Search Screen with query intact

Begin aNew Search — Returns you to Search Screen with blank
guery box

Download — Entire Record(s) or Custom Format
Browse Index

Return to TOXNET Home

Link to records for the same chemical in Other Files
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National Library of Medicine
Specialized Information Services
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Search HSDB
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Search |  Clear |
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& Yos O No

Limits | Browse the Index
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Fubhied
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Support Pages

Help
Fact Sheet

Sample Record

HSDE Scientific Feview
Fanel

.5, Mational Library of Medicine, 8500 Rockyille Pike, Bethesda, MD 20834

Mational Institutes of Health, Departrment of Health & Human Services

Copyright and Privacy Policy, Freedom of Information Act, Accessibility

Customer Serice: tehip@teh. nlm. nib.goy.
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wed formate . Cral LT+50 walues in adulk rats are in the range of 56007138 mgpfeg . Experimental anemel dats characterzing the effzcts
of lang term oral or mbslabion agperure fo acetens e oot avilable, dus probetdy o & low beacey and £1 endogenoas charsctenstes
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[Clayton, G. D. and F. E. Clayton (eds.)}. PFatty's Industrial Hygiene and

Toxicology: Volums 2&, 2B, 2C: Toxiceleogy. Jrd a&d. Hew York: John Wiley Sons,
1981-1782, 4726]**PEER REVIEWED**
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To review search strategies

To combine search statements (within databases)
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Boolean Searching, Field Qualification, Search Techniques

Upper Case Boolean Operators (AND, OR, NOT)
Fieldsin brackets and post-qualified (e.g. benzene [na])
Nested parenthesis permitted

Phrase searching with quotation marks (e.g. “ coronary artery bypass’)

Asterisk (*) for truncation (e.g. carcinogen™)

TOXNET on the Web 35 October 2002
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TOXLINE and Related Files

TOXNET on the Web 36 October 2002



TOXLINE
TOXicology Literature onLine

B Covers pharmacological, biochemical, physiological, environmental,
and toxicological effects of chemicals/other agents on living systems

B Citations, Abstracts, Keywords and/or MeSH (Medical Subject
Headings)

B CASRegistry Numbers
B From 1965 to date (and earlier)
B Drawn from Secondary Sources, varying unit record formats

B Components— TOXLINE Core (on PubMed, accessible via TOXNET)
and TOXLINE Specia (on TOXNET)

B Over 3 million toxicology related records combined
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TOXLINE Core (on PubMed)

TOXNET on the Web

Toxicology Subset limit of MEDLINE on PubMed
Similar to TOXLINE'sformer TOXBIB subfile
Drawn from standard biomedical journal literature

Accessible directly on PubMed or from the TOXLINE search screen
on TOXNET

Some features of PubM ed:

MeSH Searching

Limit by field, publication type, age, gender, language, human
or animal, etc.

Cubby — to store and update searches
Related articles

LinkOut

Interlibrary Loan (Loansome Doc)
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TOXLINE Specia (on TOXNET)

B Technical Reports and Research projects

Federal Research in Progress (FEDRIP)

Toxicology Document and Data Depository (NTIS)
Toxicology Research Projects (CRISP)

Toxic Substances Control Act Test Submissions (TSCATYS)

B Specia Journal and Other Research Literature
m Developmental and Reproductive Toxicology (DART)
m International Labour Office (CIS)
m Swedish National Chemicals Inspectorate (RISKLINE)
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TOXLINE Specia (continued)

® Archival Collections (No Longer Being Updated)

Aneuploidy (ANEUPL)

Environmental Mutagen Information Center file (EMIC)
Environmental Teratology Information Center file (ETIC)
Epidemiology Information System (EPIDEM)

Hazardous Materials Technical Center (HMTC)
International Pharmaceutical Abstracts (1PA)

NIOSHTIC (NIOSH)

Pesticides Abstracts (PESTAB)

Poisonous Plants Bibliography (PPIB)

Toxicological Aspects of Environmental Health (BIOSIS)
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TOXLINE Specia (continued)

B Some Features of TOXLINE Special
m Relevancy Ranking
m Toggle between TOXLINE Specia and TOXLINE Core
= Automatic Mapping to MeSH terms
m Link to TOXLINE Special from ChemlDplus

Note: Search algorithms and display formats of TOXLINE Special and
TOXLINE Core vary.
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Another Toxicology Literature File

Developmental and Reproductive Toxicology (DART/ETIC)
100,000 Records

B Covers Developmental and Reproductive Toxicology
(including Teratology)

B Components— DART Core (on PubMed) and DART Special
(on TOXNET)
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Search Page - Toxicology Literature Files

B OneBox Searchfor:

m Chemicals— enter chemical names or CAS Registry numbers.
L et system add synonyms (default) or use exact terms entered.

m Other Terms

B FedLimits—All, Title, Author (e.g. Smith H)
M Publication Year Limits— Any, 1998-, 1990, 1980-
B BrowseIndex for:

m All Words

m Authors

m MeSH Headings/Keywords
m CAS Registry Numbers
B Automatic Term Mapping to MeSH & UMLS
m e.g. passive smoking --- tobacco smoke pollution
B Limits
m For more precise searching — to search within al fields, title only, author only,
by specific year of publication, subfile, language, etc.
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i Search Results Page - Toxicology Literature Files

Displaystitle, author, source, subfile of retrieved records
Relevancy Ranked Display

Select Record(s) of Interest

View Details of Search Strategy

Modify Search — Returns you to Search Page with query intact

Begin anew Basic Search — Returns you to Search Page with blank
guery box

Or Search can be modified or begun anew directly on Results Page

Sort Results — By year of publication, title, author, entry month,
relevance, in ascending or descending order

Save Checked Items, Display Checked Items

View Search History and combine search statements
Download — Brief, Full, Abstract, Tagged

Browse Index

Return to TOXNET Home
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Selected Record Page - Toxicology Literature Files

Displays full bibliographic record — Title, Author, Source, Abstract,
keywords, etc.

Search Terms highlighted in Red

Related Records

Return to Search Results page

Download — Brief, Full, Abstract, Tagged

Modify Search — Returns you to Search Screen with query intact

Begin anew Basic Search — Returns you to search Screen with blank
guery box

Or Search can be modified or begun anew directly on Results Page
View Detalls of Search Strategy

View Search History and combine search statements

Browse I ndex

Return to TOXNET Home
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Toxics Release Inventory (TRI)
U.S. Environmental Protection Agency (EPA)

TRI 95-00 — 482,531 Records

B Facility Identification (Facility Name, Address, Phone, etc.)
B Substance Identification (Chemical Name, CAS RN, Uses, etc.)

B Environmental Release of Chemical (in Air, Water, Land,
Underground Injection)

B \Waste Treatment
B Off-Site Waste Treatment

B Source Reduction and Recycling (Quantity Released, Energy
Recovery, Quantity Recycled, Quantity Treated)
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TRI Background

Right-to-Know Movement — Workplace, Community
OSHA Hazard Communication Standard — 1983
SUPERFUND = CERCLA (1980)
Bhopal (1984) and smaller scale chemical disasters
SARA (Superfund Amendments and Reauthorization Act) (1986)
m Title 3= Emergency Planning and Community Right-to-Know Act

m Section 313 = Toxic Release Reporting
B Pollution Prevention Act of of 1990
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Search Page - TRI

B Several search query boxes— fill in any combination.
B Chemica namesor CAS Registry numbers. Let system add
synonyms (default) or use exact terms entered.
B Select Year(s) —1995-2000
B Facility Name(s)
B Facility Location (state, city/state, county/state, zip)
B Ranging
m Greater than pounds

m Total Release, Air, Water, Land, Underground Injection
m Or “No Release Selected”

B Browse Index for:
= All Words
m Chemical Name
m CAS Registry Number
m Facility Name

ToxneT ontewer @ FaCIlity City 56 October 2002



Search Results Page - TRI

Displays facility name, chemical, city/state of retrieved records.
Unsorted order
Select Record(s) of Interest

Calculate Releases — Tabular Display of Total Environmental Releases and
Off-Site Waste Transfers for all retrieved records.

View Details of Search Strategy

Modify Search — Returns you to Search Page with query intact

B Begin anew Basic Search — Returns you to Search Page with blank query box
(note: search screen can’'t be modified directly from this page)

Sort Results — By substance name, facility name, city, or state. Ascending or
Descending.

Save Checked Items, Display Checked Items

View Search History and combine search statements
Download — Brief or Full Format

Browse I ndex

B Returnto TOXNET Home

TOXNET on the Web 57 October 2002




Selected Record Page - TRI

Full record displayed

Choose fields for display from Contents (expand, contract categories)
Navigate — Next [tem, Previous Item

View Details of Search Strategy

Modify Search — Returns you to Search Screen with query intact

Begin a New Search — Returns you to Search Screen with blank
guery box

Browse Index

Download — In Full Format

Return to TOXNET Home

Link to records for the same chemical in Other Files
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Lo
Search as Agent Disease  Job Text Search

Haz-Map Search® More Searches™ Haz-Map Help Glossary References

Browse Haz-Map Search TOXNET [}
Agent Name N-Hexane

Alternative Name |Hexane

CAS Number 110-54-3

Formula CB-H14

Major Category Solvents

Synonyms Hexyl hydride, normal-Hexane

Category Alkanes (Paraffing)

Description Coloress liguid with a gasoline-like odor;

lUsed as a solvent, especially in the adhesive and shoe
industries; abused by glue sniffers for its euphoric effects;
Sources/Uses [LaDou, p. 371] Used in shoe and furniture manufacture to
dissolve glue: also used in adhesive tape manufacturing:;
[Sullivan, p. 1124]

n-Hexane is inthe list of "Some volatile substances which
may be abused by inhalation" published on the web site of
the M. International Drug Control Programme, indicating
its potential to cause narcosis inworkers. In addition to
CMS solvent syndrome, n-Hexane can cause motor
neuropathy.

Comments




Exposure Assessment

BEI

2 5-Hexanedione in urine = 2 mgfg creatinine; end of shift;
screen forn-hexane in end-expired air, ACGIH Notice of
Intended Change (2001):2 5-Hexanedione {free) in urine =
4 moiL end of shift near end ofworkeeek:

Skin Designation

(ACGIH) e

TLV (ACGIH) 50 ppm
PEL (OSHA) 500 pom
IDLH (NIOSH 1100 ppm

Excerpts from
Documentation for
IDLHs

It has been reported that a 10minute exposure to 5,000 ppm
caused dizziness and a sensation of giddiness.

Vapor Pressure 124 mm Hg
Qdor Threshold

Low 65 ppm
QOdor Threshold 248 pprm

High

IDLH = 10% of LEL {lower explosive limit); Odor threshold

Explanatory Notes from AHA:
MAK 50 ppm
Half Life Urine (2 2-hexanedione): 15 hours; blood: 2-3 hours; fat: 64

hours; [TDR, p. 1480]

Reference Link

ATSDR Towk ALS - n-Hexane

F“:laFn;E]ab'"t 3. may ignite at ambient temperature
Adverse Effects
Neurotoxin Motor Meuropathy
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Non-NLM Resources
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Professional Assocliations

B Society of Toxicology — http://www.toxicology.org/

B Society of Environmental Toxicology and Chemistry —
http://www.setac.org

B American Academy of Clinical Toxicology — http://www.clintox.org

B American Association of Poison Control Centers —
http://wWww.aapcc.org

B Society of Risk Analysis— http://www.sra.org

B Other groups in environmental health, occupational health, industria
hygiene, health physics etc.
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U.S. Government Resources

B Agency for Toxic Substances and Disease Registry (ATSDR) —
http://www.atsdr.cdc.gov

B Environmental Protection Agency (EPA) — http://www.epa.gov

B Food and Drug Administration — http://www.fda.gov

= National Center for Toxicological Research —
http://www.fda.gov/nctr

B National Institute for Occupational Safety and Health —
http://www.cdc.gov/niosh
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U.S. Government Resources (continued)

National |nstitute of Environmental Health Sciences —
http://www.niehs.nih.qov

National Toxicology Program — http://ntp-server.niehs.nih.gov

U.S. Chemical Safety and Hazard Investigation Board —
http://www.chemsafety.gov

Some State Government Sites

New Jersey Department of Health and Senior Services— Division
of Epidemiology, Environmental and Occupational Health —
http://www.state.n|.us/health/eoh

California— Office of Environmental Health Hazard A ssessment —
http://www.oehha.ca.gov
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Some Chemica Databases

B Chemfinder — http://www.chemfinder.com

B International Toxicity Estimatesfor Risk (ITER) (from TERA)
(featuring comparative risk values) — http://www.tera.org/iter

W Scorecard (from Environmental Defense) — http://www.scorecard.org

B Environmental Fate Databases & more (from Syracuse Research
Corporation) — http://esc.syrres.com

B EXTOXNET (pesticide information) — http://ace.orst.edu/info/extoxnet

TOXNET on the Web 71 October 2002


http://www.chemfinder.com/
http://www.tera.org/iter
http://www.tera.org/iter
http://www.scorecard.org/
http://esc.syrres.com/
http://ace.orst.edu/info/extoxnet

Some Chemical Databases (continued)

B PAN (Pesticide Action Network) Pesticides Database —
http://www.pesticideinfo.org

B Whereto Find Material Safety Data Sheets on the Internet —
http://www.ilpi.com/msds

B RxLigt, the Internet Drug Index — http://www.rxlist.com

B International Programme for Chemical Safety (IPCS) INCHEM —
http://www.inchem.org/search.htmi
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Other Web Sites

B UNEP (United Nations Environment Programme) Chemicals —
http://www.chem.unep.ch

B Intergovernmental Forum on Chemical Safety -
http://www.who.int/ifcs/

B Inter-Organization Programme for the Sound Management of
Chemicals - http://www.who.int/iomc/

B Nationa Council for Science and the Environment —
http://www.cnhie.org

B Society of Environmental Journalists — http://www.sej.org

B TEHIP/NLM Web Links —
http://sis.nlm.nih.gov/Tox/ToxWebL inks.html
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Some Commercial ($) Databases

B ARIEL Insight — Ariel Research — http://www.arielresearch.com

B BIOSIS Previews — BIOSIS — http://www.biosis.org

B Chemical Abstracts & CAS Registry — Chemical Abstracts Service —
http://www.cas.org (also http://stnweb.cas.org)

B CCINFOweb (CHEMINDEX &IPCS/INCHEM are free) - CCOHS —
http://www.ccohs.ca

B CISILO Database (on occupational health) (from the International
Labour Office) (free asa TOXLINE subfile) — http://www.ilo.org
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Some Commercial ($) Databases (continued)

B EMBASE — Elsevier Science — http://www.embase.com

B Environment Abstracts — Congressional Information Service —
http://www.cispubs.com

B MICROMEDEX Databases— MICROMEDEX —
http://www.micromedex.com

B Toxicology Abstracts — Cambridge Scientific Abstracts —
http://www.csa.com

B Web of Science— 19l —
http://www.isinet.com/isi/products/citation/wos
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Some Web Search Engines and Tools

AltaVista— http://www.altavista.com

Google — http://www.google.com

Hotbot — http://www.hotbot.com

Y ahoo — http://www.yahoo.com
Meta Search Engines
m Go2Net — http://www.go2net.com

= Dogpile — http://www.dogpile.com
m Ask Jeeves — http://www.askjeeves.com

B Searchenginewatch — http://www.searchenginewatch.com

B Mailing Lists & Newsgroups — http://www.liszt.com
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TOXNET Exercises

[Note: Thereistypically more than one “right” answer to each of the following questions. Answers, where they are provided, are merely
representative, not definitive. Explore]

TOXICOLOGY DATA FILES

1

What isthe CAS registry number and octanol/water partition coefficient of 2,6-dinitrotoluene and what is this chemical used for?
[HSDB]

In HSDB, search for 2,6-dinitrotoluene and click on the 2,6-dinitrotoluene record on the Search Results Page. In the Table

of Contents, expand Chemical/Physical Properties and click on Octanol/Water Partition Coefficient. Expand
Manufacturing/Use I nformation and click on Major Uses.

Has 2,6-dinitrotoluene been shown to be mutagenic in the Ames salmonellatest? [HSDB]

MODIFY above search to 2,6-dinitr otoluene ames.

What isthe oral LD50 of caffeinein male rabbits? Also, click on DETAIL Sto view the search strategy. [HSDB]

Search for oral 1d50 caffeine male rabbits and click on caffeine record.

Has caffeine been studied as atumor promoter? Does it cause mutations? [CCRIS, GENE-TOX]

From HSDB caffeine record (above), click on Other Files. Select CCRIS. Expand Studiesin Table of Contents and check
the boxes for Tumor Promotion Studies and Mutagenicity Studies. Returnto HSDB. Click on Other Files again and
select GENE-TOX. Select Mutagenicity Studies.

Which of the toxicology data files contain information on ammonia? What is the Inhalation Reference Concentration (RfC)
of ammonia? (Note: the RfC is a non-carcinogenic risk assessment parameter) Also, view the DOWNLOAD options available.
[Multi-Data Base and IRIS]

Select the M ulti-Database option on the TOXNET main page. Search for ammonia. Click on the IRIS ammonia record.
Expand Chronic Health Hazard Assessment for Noncar cinogenic Effectsin Table of Contents. Click on Reference
Concentration for Chronic Inhalation Exposure (RfC).
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TOXNET Exercises (continued)

6. What are some chemicals used in leather tanning and what are their human health effects? [HSDB]
Usethe limits option of HSDB. Search for leather tanning in HSDB. Expand M anufacturing/Use Infor mation and check the

box for Major Uses. Click on several retrieved chemical records to view their “best sections’ and click on Human Health Effects
for these recordsin the Table of Contents.

7. Does nitrobenzene have any effect on sperm? Find some recent general articles on nitrobenzene. [HSDB, TOXLINE Core]

Search for nitrobenzene sperm in HSDB. Click on nitrobenzene record and view Best Sections. Click on Other Filesand click
on TOXLINE Core.

8. How doesthe U.S. Environmental Protection Agency characterize the carcinogenicity of methylmercury? [IRIS]

Search for methylmercury in IRIS and select the methylmercury record on the Search Results page. Expand category
I1. Carcinogenicity Assessment for Lifetime Exposure. Click on I1.A. Evidence for Human Car cinogenicity.

9. Find any information on the occurrence or effects of methyl parathion in soil. Search using the chemical’s CAS Registry Number —
298-00-0. [HSDB]

Search HSDB for 298-00-0 soil in the query box and scan the Best Sections of the methyl parathion record.

10. Use Boolean operators and phrase searching to look for information on lung cancer or mesotheliomain workers, in HSDB.

Enter — (“lung cancer” [htox] OR mesothelioma [htox]) AND wor ker
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TOXNET Exercises (continued)

TOXICOLOGY LITERATURE FILES

1. Search TOXLINE Special for articlesby C.N. Pope. Sort retrieval by primary author names. [TOXLINE Special]

Search for “pope cn” in query box. On “Search Results’ page, click on “SORT” button and sort by author.

2. Search TOXLINE Special and TOXLINE Core for phosphoric acid. Explore navigating through your retrieval, examining individual
records, and going to linked records. [TOXLINE Specia & Core]

Search for phosphoric acid in query box. Make sure the Both radio button is selected. Click on Details buttons in both databases to

view the respective search strategies. Navigate the pages. Click on records of interest and on hot-linked data— e.g. keywords, author
names, CAS registry numbers. Check for related records.

3. Find articles focused on the effects of diet on breast cancer. [TOXLINE Specia & Core]
Try aLimitssearch. Enter diet breast cancer in the query box. Limitto Titles. Select Both TOXLINE Specia and TOXLINE Core.
4. Find journal references on the treatment of arthritis by the anti-inflammatory agent Celebrex. [TOXLINE Core]

Search for arthritis celebrex in the query box. Select the TOXLINE Core radio button.

5. Usethe EMIC subfile to determine whether peppermint been tested for mutagenicity. Check for English language articles.
[TOXLINE Specidl]

Conduct aLimits search. Select EMIC asa TOXLINE Component and English as alanguage from the drop down menus.
Enter pepper mint in the query box.

6. Find information on the effects of alcohol on the fetus. [DART Special and DART Core]

Select Both DART Specia and DART CORE. Search for alcohol fetusin the query box.
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TOXNET Exercises (continued)

7. Search TOXLINE Coredirectly on PubMed to find articles on toxicological aspects of jellyfish. Search for articles published from
2000-2002 in English. [TOXLINE Core via PubMed directly].

Go to PubMed at http://pubmed.gov. Click on Limits. Enter jellyfish in the search query box. Limit the search to the toxicology
subfile, the publication dates to 2000-2002 and the language to English.

8. Find information on renal failure associated with amanita mushroom poisoning. Look for English language articles published from
1995 to 2002. [TOXLINE Special]

Conduct aLimits search. Enter amanitarenal failurein the query box. Restrict publication yearsto 1995-2002. Select English from
the dropdown menu.

9. Usethe HISTORY feature to look for hospital or medical waste incineration in TOXLINE Special. [TOXLINE Special]
First search for “ hospital waste” incinerat*. (Using quotes looks for the terms together as a phrase. The asterisk isfor truncation and

searches for words such as incinerate, incineration, etc.) Then search for “ medical waste” incinerat*. Pressthe HISTORY button and
combine your two searches according to the instructions, and using an “AND” operator.

TOXIC CHEMICAL RELEASES

1. How much ammoniawas released to the air and water in Milwaukee in 1999?

In TRI99, search for ammonia in the “ chemical name” query box and for Milwaukee, W1 in the “facility location (city/state)” query
box. Click on “Calculate Releases.”

2. How much of the above releases came from Red Star Y east and in what body of water did this facility discharge ammonia?

After above search, go back to the “TRI Search Results’” screen. Click on the Red Star Y east record. Click on “Environmental Release
of Chemical” in the Table of Contents. Scroll down to “Water Discharge Estimates.”
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TOXNET Exercises (continued)

3.  What chemicals have been released to the air, in amounts greater than 100,000 pounds, over Old Hickory, Tennessee in 1995 and 19967
By what companies?

Search for Old Hickory Tennessee in the “facility location (city/state)” query box. Select greater than 100,000 poundsfor “totd air
release.” Results page will display chemicals and companies.

4. Did Hewlett-Packard’ s Newark, Californiafacility transfer any 1,2,4-trichlorobenzene off-site for treatment in 1996? How much?
Where to?

In TRI96, search for 1,2,4-trichlor obenzenein the “chemical” query box, hewlett-packard in the “facility name” query box, and
newark californiain the “facility location (city/state)” query box. Click on *Off-Site Waste Transfer” in the Table of Contents.

5. What company has reported the highest underground injection release of asingle chemical in 1999? What was the chemical?
In TRI99, select 10,000,000 and “ Total Underground Injection” in the “Greater than _ for " drop down menus. For the records

retrieved, expand the “ Environmental Release of Chemical” category. Click on “Underground Injection Tota” for these records and
compare the numbers. Identify the chemical with the highest number.

6. How many individual TRI98 reports have been filed on barium compounds?

In TRI98, search barium compoundsin the chemical query box. Note the number of recordsretrieved listed at the top of the Search
Results page.

HAZ-MAP

1. What are some high risk tasks associated with the job of carpet installation?

Click on High Risk Jobs and then on Car pet I nstallers.
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TOXNET Exercises (continued)

2. What are some hazards associated with the use of cobalt in the workplace?

Click on Hazar dous Agents, then on Cobalt. Click on Cobalt again to view exposure assessment data. Extra— from here highlight
some terms and press Search TOXLINE to perform a TOXLINE search.

3. What are some hazards of |leather tanning?

Perform a “text search” for leather tanning in the search query box. Click on leather tanning and finishing as an Industry and
tanning leather as aProcess.

WORLD WIDE WEB

1. Explore EPA’svoluminous Web site, particularly the Databases and Softwar e section  located by clicking on their home page’s
Information Sources. Locate IRIS, ECOTOX, the Toxics Release Inventory, and the Safe Drinking Water Information System. Use
the Advanced Query box to find documents with mercury in thetitle. [www.epa.qov]

2. Locate afull-text article on why drugs get pulled off the market in the January-February 2002 issue of the FDA Consumer magazine.
[www.fda.gov]

3. What chemicals are on the list of “Known to be Human Carcinogens’ in the National Toxicology Program’s Y ear 2000 9th Annual
Report of Carcinogens? [ntp-server.niehs.nih.gov]

4. Find the Agency for Toxic Substances and Disease Registry’s TOXFAQ profile on nickel. [www.atsdr.cdc.qov]

5. Check out the National Council for Science and the Environment’s Web site and find recent Congressional Research Service (CRS)
reports on pesticides. [www.cnie.orq]

6. Which Florida universities offer graduate programs in toxicology? Check the Society of Toxicology’s Resource Guideto Careersin
Toxicology (under Public Outreach/Career Resources) [www.toxicology.orq]
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10.

11.

12.

13.

14.

15.

TOXNET Exercises (continued)

Explore the variety of data sources containing information on acrylonitrile, by searching ChemFinder. [www.chemfinder.com]

Where and on what dates will the Society of Environmental Toxicology and Chemistry’s 2003 Annual Meeting in Europe be held?
[www.setac.orq]

What is New Jersey’ s rank among states in total release hazardous air pollutants? Use Scorecard (from Environmental Defense). Start
by clicking on Hazardous Air Pollutants. View the New Jersey Report, particularly the Ranking by Health Risks section.
[www.scor ecard.org]

How many poison control centersin Texas are certified by the American Association of Poison Control Centers (AAPCC)? What are
their phone numbers? The AAPCC’ s Poison Center Listsincludes alist of certified centers. [www.aapcc.org]

Use the BIOLOG file (one of Syracuse Research Corporation’s Environmental Fate Data Bases - EFDB) to find information about DDT
in sewage. [esc.syrres.com]

Use the Environmental Journalism site to determine what environmental meetings will be coming up in December 2002. [www.Sgj.0rg

How do Health Canada, the U.S. EPA, and ATSDR'’ s evaluations of the noncancer inhalation risk values of styrene compare?
[www.ter a.org/iter]

What are some common side effects of the drug, Vioxx? Consult MEDLINEplus Drug Information page (data from the USP).
[www.nIm.nih.gov/medlineplus/dr uginfor mation.html] .

Also consider RxList [www.rxlist.com].

Who makes Kill Zone Fleaand Tick Killer 2000? What are its active ingredients? How have various governmental agencies rated the
carcinogenic potential of these ingredients? [www.pesticideinfo.org]
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Part V1

Cheml Dplus

TOXNET on the Web 84 October 2002



ChemlDplus

B Chemical Identification File

M Chemical Dictionary/Directory File for chemicalscited in MEDLARS
Files & outside resources

M Contains over 350,000 chemical records
M Structural Datafor over 110,000 records

M Direct Link/Searches of MEDLINE, TOXNET, and other resources
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Chemi Dplus Content

Names and Synonyms

B Name of Substance: Usually the most commonly used name,
includes MeSH heading and USAN name

B MeSH Heading: NLM Medical Subject Heading

B Systematic Name: Describes molecular structure

B Synonyms: All other names found for the substance

B Mixture Name: Name of multi-component substance, one of
which is the retrieved substance

B SUPERLIST names. The name used by regulatory/guidance lists
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Chemi Dplus Content

B CASReqgistry Number: Unigue number of up to 9 digits assigned
by Chemical Abstracts Service used to index chemicals.
Cheml Dplus uses the hyphenated format

M |D: The ID number isthe CAS Registry Number in a non-
hyphenated fixed length format or a unique number for entries
that have no CAS Registry or NLM assigned numbers

M Molecular Structure: Display of structure (if present) via Chime
or ChemSymphony

B Reqgistry Numbers: All CAS Registry Numbers known to be
assigned over time to a specific compound
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Chemi Dplus Content

B Formulas: The molecular formulain a hyphenated format.

M Classification Codes. Describe the general category assigned by a
given source to a chemical based on toxicity, use and application,
pharmacol ogic and/or therapeutic category, and status on certain
chemical lists.

M Notes: A textual description of acompound’s use and utility, often from
MeSH controlled vocabulary.

M L ocators: The names of NLM databases, and other mgjor resources that
have information about a given compound, usually hyperlinked.
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Division of Specialized Information

Services, NLM

ChemIDpiusy Chemical Search Input

Page

A TOXNET Resource

ChemlIDplus

352827 Records
117102 Structures

Peowvered by Chemecape ™
htp: oo ridl i com/ chemmscaps

Data Search Type:
rHEmEl."Sj,mnnym j Iqu.IH|5 ll

IMTBE
And optional Lecator Code limit is

|P|l:l!|5|!| choose ane 'l

siruciure Inpof Box

[€ o|N|H|S|PIF|cierd 1 % J=d
T +# [ Ha | Ho| Ha| Ha| -3 -2 | - JI0 +1[+2]+3]
0jo|ole|ofo|ojalal{FE

—_

Welcome to a new
and mmproved
version of
ChemlDp/lus!

Structure Search Type: | Substructure Search = |

Displaylm *| Resulis
Display chemical structures using
Chime
Change: Mow |

Java &

| Search | Clear | Help |

Chenical Tformation Home Page
Jq" I..I h [

TOXNET Home Fagpe
Strusture Webkhdfaster




Cheml Dplus Search Screen

Five drop down menus on the search screen:

M Data Search Type: Names/Synonym, Registry Number, Formula
(hyphenated), Classification Code, Locator Code

M L ogica Operators. Equals (the default), Starts With, Contains
M Display results: 10 (default), 25

M L ocator Code (optional limit): List of files and locators, MEDLINE,
TOXLINE, EPA, FDA, WHO, OSHA, CDC

M Structure Search Type: Substructure Search, Similarity Search
(default 80% similarity), Exact Structure
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ChemITiehus

Methyl tert-butyl ether EX 1634.04 4

Mumihers Codes -

Classification Eegistry Locator -'"lk:'\ .

| n

la |

File Locator

A CANCERLIT
A CCRIS

A DART/ETIC
FADSL

A ENECS

F EMIC
AHSDE

¢ JIAE

A MEDLINE
fAMEDLINEplus
F MESH
FARTECS

M SUPERLIST
ATOXLINE

A TRI9S

A TEI96

A TRIST

A TRI9S

A TR0
ATSCANY

Welcome to the ChemlIDplus Locator Page

The window to the left displays one or more ChemIDafes Locator Codes which link to other sites that carry
information about the chemical vou have retrieved. You may click on:

¢ A hyperlinked Locator Code such as TOXLINE to retrieve data [rom that resowrce, Resulis will be
displayed in this window.

+ The inlormation icon [ﬂ) Lo gel a description of the source of the Lecator Code and the scope of the
gearch.

The window on the top of the screen displays buttons that vou may click on to change the data displayed for

this chemical or to change vour search mode. Hold your mouse pointer over a button to see a more detailed
description,
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L ocator Code Page

® Hyperlinked locators directly search resources on a substance

B Information icon (i) next to the locator gives the description of the
database and scope
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“hermIDipres

Query Results -2 of2

Ml ain (uery

Page

Options

Full
Record

Enlarge
Structure
Use Structure
Far Query

Ise Structure

for Similarity
Full
Recard
Enlarge
sStructure
Use Structure
For CQuery

lse Structure
for Similarity

1

000081072

0001238449

Maolecule

Mame

Struciure CAS Formula

81-07-2  Saccharin [USAN] C7-H5-N-03-8

128-44-9 Saccharin sod 'Hum anhvdrous C7-H5-N-03-5.Na
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Saccharin sodium anhydrous B 125.44.9 .,
o W
Laoe ’
R R IR BT ST
nea 1rI I-|I.l el r"|"-‘|..,'." 1 EI‘.'IIE:I'E :
“he s : ’ Simuchure
L ,
Filz Locatar Welcome to the ChemIDpius Locator Page
F CCRIS The window to the left displays one or more ChemITples Locator Codes which link o other sites that camy
FDART/ETIC information ahout the chemical you have retrieved, You may click on:
A DsL
[ ENECS + A hyperlinked Lacatar Code such as TOXLINE to retrieve data from that resource. Resolts will he
H M displayed in this window.
[ GENETOX # The information icon () to get 2 description of the source of the Locator Code and the scope of the
h.
FARTECS e
[ SUPERLIST The window on the top of the sereen displays buttons that vou may click on te clange the data displayed Tor
ﬂmm this chemical or to change your search mode, Hold yoor mouse pointer over a huiton to see a more detailed
A TSCANY deseription.
p
Superlist Locator Le
Ml Cass
¢ JEI
A LARC
FA NER
Flnia
Ara
FlPAFA
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Zidovudine [USAN:BAN:INN:JAN] EN: 30516.87.1 .

Hi - [
Molecular Names and {Classification
Structure Synonyms “odes a
g - pere iy o e B ... o = Jl-.
Record Page Enlarge Structure

H,

o
)

Ré”gistrj-‘

Numbers
ChemlDiplus
1T A S Mumber:;
0 030316871 30516-87-1
HNJ | CH3
o™
Eiﬂarge
HO O SHPEtI]I‘E
Use Structure Formula:
s FDI.‘. F‘:'HEI‘}’ C10-H13-N3-04
-’j\‘J TUse Structure
M for Similarity

Names and MeSH Heading

SYHONYmSs
+ Zidovudine

Name of Substance

+ Zdovuding
+ Zidovudine (U3 AN BAN TNMN-TAT
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Superlist Name

+ 1-{3-Aade-2,2-didecxy-beta-D-nbofiranosyl) - S-methylpynmidine -2 4-{1H, 3H)- dione
+ 3 Ando-3'-deoxythymidine
+ Zidowudine

SYILONYINS

+ {component of) Combar
+ [component of) THzr

+ 3'-Amdo-3'-decaythymdine
« AZT

+ Amdothymidine

« BW AS09TT

« BW-4 50917

« CCEIZ 105

+ Compound =

+ DRG-0004

+ HSDE 6515

« MEC 602670

+ Eetrovir

+ Zidowvudma [Spatush]

+ Zidovudimne

+ Zadovudimm [Latin]

Svstematic Name

+ Arndothymudine
+ Thymidine, 2'-azide-3'-decmxy-

TOXNET on the Web 96

October 2002



Classification
Codes

Formulas

Locators

Classification Code

+ Ant-HIV agents

+ Antimetabolites

+ Antimetabolites, antineoplastic
+ Antretrowral

+ Antrviral

+ Drug / Therapeutic Agent

+ Human Data

+ MMutation data

+ Eeproductive Effect

+ Eewerse transcriptase inhibators
+ Tumor data

superhist Classification Code

+ Owerall Carcinogenic Evaluation: 2B
Molecular Formula

+ C10-H13-M5-04
File Locator

+ ATDSDETGS
+ ATDSLINE

+ CANCERLIT
+ CCERIS

+ DART/ETIC
+ DL

+ EMIC
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+ HEDE

+ MEDLINE

+ MEDLIMNEplus

+ MESH

+ MESH HEATDTNG
+ RTECS

+ BUPERLIST

» TOXLINE

Internet Locators

« WIATD HTWV DETIIGS
+ healthfinder

Superlist Locator

+ [ARC
+ INTPT

Notes Note

+ & didecrmmuclecside compound i which the 3'-hydromxy group on the sugar motety has been replaced
by an azmde group. This modification prevents the formation of phosphodiester inkages which are needed
tor the completion of nucleic acid chans. The compound is a potent nkabitor of HIV replication, acting as
a chan-terminator of wiral DA during reverse transcnption. It mmproves mmunelogic function, partially
reverses the HIV-induced neurological dysfunction, and wnproves certain other clinical abnormalities
assoctated with ATDS. Its prncipal toxic effect 15 dose-dependent suppression of bone marrow, resulting
i aneria and leukopera,

Registry CAS Registry Number

MNumhers

= 30516-87-1
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ChemlDplus Exercises

1. Check thefilelocator to see what NLM databases contain information on phenytoin. Search DART without leaving ChemlDplus.

Type Phenytoin in search box, click Search. Click DART/ETIC in left pane under File Locator, view record in right pane.

2. Locatetherecord for styrene and link to the Internet Locator ATSDR TOXFAQS. Next link to the NIOSH Pocket Guide. Is
styrene on the EPA Clean Air Act (CAAL1)? Activate the Classification Code button and find the IARC classification on
carcinogenecity, click onthe“i” to see the source.

Type styrene in the search box, click Search. Scroll down the left pane and under Internet Locators click thelink to ATSDR
TOXFAQs. Next, scroll down and under Superlist Locator click the link to the CAA1 listing for styrene. At the top of the screen,
click the button for Classification Code. Under Superlist Classification Code, click the"i" for Overall Carcinogenic Evauation.....
to view this source in the right pane.

3. Findthe“vaium” record in Cheml Dplus and use its structure to do substructure and similarity searches respectively. How many
structures are in each category?

Type vaium in the search box, click Search. Now click the Molecular Structure button at the top. Click Use Structure for Query
button. Choose Similarity Search from the Structure Search Type pull-down list and click Search. Typein a percent similarity
between 50 and 100, the default is 80 percent, but you may haveto use alower number if you don't retrieve any hits. For a
substructure search, go back to the Structure Search page (click back button on your browser), choose Substructure Search from the
Structure Search Type pull-down ligt, click Search

4. ldentify all the HSDB records that are ozone depletors (CAA2).

Choose Locator Code from the Data Search Type pull-down list. Type HSDB in the search box. In the pull-down list that says
"and optiona Locator Code limit is' choose CAA2 from the pull-down list. Click Search.
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